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Supplemental Information: Beletskiy, Sudheer, and Douglas 

Our preparation of compound 2g provided material that did not match data provided in the 

literature.1  Infrared spectroscopy on our material showed a carbonyl stretch that was within 9 

wavenumbers (cm-1) of that observed in the spectrum of 1-benzosuberone.  2-D NMR, 

particularly HMBC crosspeaks observed according to the diagram below, are also supportive of 

our assignment.  Key crosspeaks are below: 

Figure S1: Assignment diagram and comparison data for 2g 
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Additional information: structurally related 

compound 1-benzosuberone (CAS 826-73-3, 

ketone 2o in this work) is well assigned and 

shows similarities to 2g in the IR and 13C 

NMR spectra 

For 2o:2   

O

141.3

138.9

 

• carbonyl stretch 1676 cm-1
  

•  aromatic quat. at 141.3 ppm (CDCl3) 

 

                                                
1 Fillion, E.; Fishlock, D.; Wilsily, A.; Goll, J. M. J. Org. Chem. 2005, 70, 1316. 
2 Data was taken from the Spectral Database for Organic Compounds (SDBS), accessed on March 12, 2012. 
 http://riodb01.ibase.aist.go.jp/sdbs/cgi-bin/cre_index.cgi?lang=eng  
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=====================================================================
Acq. Operator   : RTA                            Seq. Line :   3
Acq. Instrument : hplc                            Location : Vial 3
Injection Date  : 3/7/2011 2:19:17 PM                  Inj :   1
                                                                                                Inj  Volume  :  5  µl
Different  Inj  Volume  from  Sequence  !          Actual  Inj  Volume  :  1  µl
Acq. Method     : C:\CHEM32\1\DATA\EVB\EB1 2011-03-07 14-10-43\5IPA-30.M
Last changed    : 4/20/2010 2:43:53 PM by Rout
Analysis Method : C:\CHEM32\1\METHODS\15IPA-50.M
Last changed    : 3/7/2011 4:03:21 PM by ESG
                  (modified after loading)
Method Info     : 15% IPA
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 DAD1 A, Sig=254,4 Ref=360,100 (EVB\EB1 2011-03-07 14-10-43\7-ME RAC.D)
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=====================================================================
                         Area Percent Report                         
=====================================================================
 
Sorted By             :      Signal
Multiplier:                   :      1.0000
Dilution:                     :      1.0000
Use Multiplier & Dilution Factor with ISTDs
 
 
Signal 1: DAD1 A, Sig=254,4 Ref=360,100
 
Peak RetTime Type  Width     Area      Height     Area  
  #   [min]        [min]   [mAU*s]     [mAU]        %
----|-------|----|-------|----------|----------|--------|
   1   5.492 BV    0.1236 1883.55212  234.74620  49.9103
   2   5.932 VB    0.1338 1890.31897  216.56218  50.0897

Data File C:\CHEM32\1\DATA\EVB\EB1 2011-03-07 14-10-43\7-ME RAC.D
Sample Name: 7-Me rac

hplc 3/7/2011 4:09:33 PM ESG Page 1 of 2

O

(±)-2a

CH3
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=====================================================================
Acq. Operator   : RTA                            Seq. Line :   3
Acq. Instrument : hplc                            Location : Vial 3
Injection Date  : 3/7/2011 10:56:00 AM                 Inj :   1
                                                                                                Inj  Volume  :  5  µl
Different  Inj  Volume  from  Sequence  !          Actual  Inj  Volume  :  2  µl
Acq. Method     : C:\CHEM32\1\DATA\EVB\EB1 2011-03-07 10-47-31\5IPA-30.M
Last changed    : 4/20/2010 2:43:53 PM by Rout
Analysis Method : C:\CHEM32\1\METHODS\15IPA-50.M
Last changed    : 3/3/2011 1:31:57 PM by ESG
                  (modified after loading)
Method Info     : 15% IPA
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 DAD1 A, Sig=254,4 Ref=360,100 (EVB\EB1 2011-03-07 10-47-31\EB290 (2).D)
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=====================================================================
                         Area Percent Report                         
=====================================================================
 
Sorted By             :      Signal
Multiplier:                   :      1.0000
Dilution:                     :      1.0000
Use Multiplier & Dilution Factor with ISTDs
 
 
Signal 1: DAD1 A, Sig=254,4 Ref=360,100
 
Peak RetTime Type  Width     Area      Height     Area  
  #   [min]        [min]   [mAU*s]     [mAU]        %
----|-------|----|-------|----------|----------|--------|
   1   5.477 BV    0.1231 1473.53772  184.73135  34.3840
   2   5.914 VB    0.1339 2812.00146  322.10196  65.6160

Data File C:\CHEM32\1\DATA\EVB\EB1 2011-03-07 10-47-31\EB290 (2).D
Sample Name: eb290

hplc 3/7/2011 4:03:20 PM ESG Page 1 of 2
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